Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.005 Å; disorder in main residue; R factor = 0.048; wR factor = 0.114; data-to-parameter ratio = 7.7.
Related literature
The title compound is an intermediate in the synthesis of finasteride (Li et al., 2001) . For pharmaceutical applications of finasteride, systematic name N-(tert-butyl)-3-oxo-4-aza-5-androst-1-ene-17-carboxamide, see: Rasmusson et al. (1984 Rasmusson et al. ( , 1986 ; Rasmusson & Reynold (1985) ; US National Library of Medicine and National Institutes of Health (2008) . For pregnenolone and its derivatives, see: Finar (1959) . For the preparation of the title compound, see: Rasmusson et al. (1984) ; Dolling et al. (1999) . For related structures, see: Bordner et al. (1978) ; Lancaster et al. (2007) ; Duax et al. (1989) ; Shukla et al. (2008) . For ring puckering analysis, see: Cremer & Pople (1975) . For a description of the Cambridge Structural Database, see: Allen (2002) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). -(tert-butyl)-3-oxo-4-aza-5-androst-1-ene-17-carboxamide , is an azasteroid used in the treatment of both Benign Prostatic Hypertrophy and hair loss in the male adults (Rasmusson et al., 1984 (Rasmusson et al., ,1986 Rasmusson & Reynold, 1985 et al., 2006) . The C16-C17-C20-O2 torsion angle which defines the conformation of the carboxamide group with respect to the main skeleton is -26.9 (5) °, significantly greater than the values in the range -3.0 to 0.6 ° reported for pregnenolone itself (Bordner et al., 1978; Lancaster et al., 2007) but more comparable to those found in pregnenolone derivatives with substituents elsewhere on the steroid backbone (Duax et al., 1989; Shukla et al., 2008) .
In the crystal structure O1-H1OA···O1 hydrogen bonds form dimers in the bc plane. O1W-H1W···O1W hydrogen bonds link pairs of water molecules, while O1-H1O···O1W and O1W-H2W···O1 interactions stack the dimers along a (Fig. 3) . The amide N1-H1 group is not involved in hydrogen bonding interactions, presumably because of the shielding effect of the bulky tert-butyl substituents.
The title compound was prepared from pregnenolone as previously described (Rasmusson et al., 1984; Dolling et al., 1999) .
A single-crystal of the title compound, suitable for X-ray analysis, was grown by slow evaporation of the solvent DMF/H2O
(1:2 v:v).
supplementary materials sup-2 Refinement
The H atoms bound to C were positioned geometrically and constrained to ride on their parent atoms [C-H distances are 0.97-0.98Å for CH 2 and CH groups with U iso (H) = 1.2 U eq (C), and 0.96 Å for CH 3 groups. The O-H and N-H hydrogen atoms were refined with their isotropic displacement parameters 1.2 U eq (O,N) for the O-H and N-H groups and 1.5 U eq (O) for the water molecule. Distances were constrained to 0.82 (1) Å for the O-H bond 0.85 (1) Å in the water molecule and 0.90 (1)Å for the N-H bond. The H1O atom on O1 and the H2W atom of the water molecule are each disordered over two positions with equal occupancies. This disorder leads to a close approach of the O1 atoms and their hydrogen atoms on adjacent molecules. The absolute configuration of (I) could not be determined and Friedel equivalents were averaged in the refinement. The chosen configuration was based on that of the pregnenolone precursor with C3 S, C8 R, C9 S, C10 R, C13 S and C14 S. Figures   Fig. 1 . View of the molecular structure of (I) showing the atom-labelling scheme. Displacement ellipsoids are drawn at the 50% probability level and H atoms are shown as small spheres of arbitrary radii. Only one disorder component of the disordered O-H group and water molecule is shown. N-(tert-butyl)-3-hydroxy-10,13-dimethyl-2,3,4,7,8,9,10,11,12,13,14,15,16,17-tetradecahydo-1H-cyclopenta[α] phenanthrene-17-carboxamide monohydrate 
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